Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.002 Å; R factor = 0.044; wR factor = 0.108; data-to-parameter ratio = 19.1.
In the title methylbenzoate compound, C 16 H 16 O 3 , the molecule is essentially planar (r.m.s. of all fitted non-H atoms = 0.0370 Å ); the dihedral angle between the phenyl rings is 2.30 (7)
. Apart from a C-HÁ Á Á interaction, no marked intermolecular contacts are obvious.
Related literature
For the pharmaceutical background to methylbenzoate derivatives, see: Orlek et al. (1991) ; Ankersen et al. (1997) ; Andersen et al. (1996) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C11-C16 ring. The central part of the molecule, which is comprised of two connected phenyl rings, is essentially planar (r.m.s. of all fitted non-H atoms = 0.0370 Å). The least-squares planes defined by the respective C atoms of the two phenyl groups enclose an angle of 2.30 (7)° (Fig. 1 ).
In the crystal, a C-H···π interaction is apparent whose metrical details are summarized in Table 1 . No other interatomic contacts less than the sum of van der Waals radii are observed. A view of the crystal packing for the title compound is shown in Fig. 2 .
To a stirred solution of 2-methyphenol (1 g, 0.009 mol) in acetonitrile (20 ml) was added potassium carbonate (2.5 g, 0.018 mol) and methyl 3-(bromomethyl) benzoate (2.1 g, 0.009 mol) drop-wise. The reaction mixture was heated to reflux for 2 h. Mass analysis of the crude reaction mixture confirmed the completion of the reaction. Afterwards, the reaction mixture was concentrated and the residue was purified by column chromatography to get title compound, which was recrystallized using acetone to get single crystals. Yield: 88% (m.p. 412-414 K).
Refinement
Carbon-bound H atoms were placed in calculated positions (C-H 0.95 Å for aromatic C atoms, C-H 0.99 Å for methylene groups) and were included in the refinement in the riding model approximation, with U(H) set to 1.2U eq (C).
The H atoms of the methyl groups were allowed to rotate with a fixed angle around the C-C bond to best fit the experimental electron density, with C-H = 0.98 Å and U(H) set to 1.5U eq (C). The molecular structure of the title compound, with atom labels and anisotropic displacement ellipsoids (drawn at 50% probability level). (9) 0.0476 (9) 0.0138 (7) 0.0173 (7) 0.0052 (7) C2 0.0307 (7) 0.0269 (7) 0.0362 (7) 
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
